METADATA AND NUMERICAL DATA CAPTURE:

SL,L.G - Quadruple Point Temperature

@uided Data
@apture (GDC)

This tutorial describes
METADATA AND NUMERICAL DATA CAPTURE:

for :
SL,L,,G — Quadruple Point Temperature
with the Guided Data Capture (GDC) software.




NOTE:

The tutorials proceed sequentially to ease the
descriptions. It is not necessary to enter all
compounds before entering all samples, etc.

Compounds, samples, properties, etc., can be
added or modified at any time.

However, the hierarchy must be maintained
(i.e., a property cannot be entered, if there is no
associated sample or compound.)




The experimental data used in this example 1s from:

Solubility of Imidazoles in Ethers
Urszula Domanska*, Marta Karolina Kozlowska
Warsaw University of Technology, Faculty of Chemistry,
Physical Chemistry Division,
00-664 Warsaw, Poland




Quadruple Point — (Solid-Liquid,-Liquid,-Vapor)

Quadruple Point for

1,2-Dimethylimidazole (1) + Dibutyl ether (2)

Tahle 5. Experimental Solid-Liquid Equilibrium Temperatures, I and Liquid-
Liguid Equilibrium temperatures, T11g for {1,2-Dimethylimidazole (1) + an Ether

(2)} Systems; ., Experimental Activity Coefficient of Solute

1 T | TusX| ¥, 1 T Tue® r TH | Tus® | ¥,
i ether
0.1521 | 20063 57 MNTTT | 26 0335 | 15
01809 | 20265 4.5 0718 | 23 | 06675 30317 J 30327 | 1.4
02052 | 29463 41 MNE47 | 21 | Oraar | anse 1.3
02410 | 298 36 0531 1.0 | 07289 | 304.37 1.2
0.282% | 303.17 § 30540 | 3.3 0423 17 | 08690  306.04 1.1
03221 30317 30733 22 W03.44 | 16 | 1.0000 31150 1.0

The data considered here.

Method: Dynamic Method / Visual Observation
Precision: (.1 K




m. Guided Data Capture - Thermophysical and Thermochemical Data
File Edit Tools Help

Reference Compaund Sample Minckre ' Property Daka Tal::lesl

E- E!IIEIE dom koz 0
=1 1. 2-dimethylimidazole
- Sample 1 [cm,98m%.nc;fd,mv;39.8w3 glc)

EI d!l:uut_l.JI ether . - 2 . CLICK

1 dibutyl ether + 1, 2-dimethylirmidazole P"OperW

1. SELECT the mixture for which the
property is to be entered.

NOTE: The bibliographic information, compound identities,
sample descriptions, and mixture were entered previously. (There
are separate tutorials related to capture of this information.)




Property & Units selection

. Property and experimental method for dibutyl ether + l,E—dimEI:h!_.rIimid';'

Help

=10 x|

Property group:

PTORETTL,

Phaze tranzition properties

[Huadruple [quintuple] paint temperatune

1. SELECT the
Property group:

Phase transition

Methad of megfurement:

3. SELECT the
Units: K, here

properties

2. SELECT the Property:
Quadruple point temperature

Comment
[optional]

] Cancel




Method selection

im. Property and experimentg

Froperty group:

Froperty: I Quadruple [quintupls

a short Comment, if needed.

Help 1 SELECT the Method of measurement
|Phaseransiiol from the menu. SELECT “Other” and provide

itz I K

tethod of measurement: | giher sxnerimental method [please, describe in "Comments"

Experimental purpose: IF'rinn::ipaI objective af the wark,

2. SELECT the
Experimental purpose

3. CLICK OK

Camment IDynamic b ethiod with vizual obzervation. See Fluid Phasze Equilib., 1386, 26, 201-220.

[optional)

Cancel




Specification of phases and value

[dibuyl ethd Liquid 1, Liquid 2,

e 1o SELECT the Phases for the property value (Crystal,

=i 1']

Air at 1 atm) for the Melting Point

Sample # |4 -

Sample & |-| él

Fhase 1: Crystal of pure 1,2-dimethylimidazole

Phase & 1| iqvid misture 2

Phase 3

Liquid rrizture 1

Froperty value

| Fhase & a4t 1 atmozphere

{30317

f.ﬂ

Precizion: ||:|_1|

Mo of determinations: |

2. TYPE the temperature Value and

Precision, if known.

Camment to this record: |1 wnarnic: Method with vizual observation. See Fluid Phase Equilib., 1336, 26, 201-220.

Froperty and method

3. CLICK Accept H el




. Guided Data Capture - Thermophysical and Thermochemic
File Edit Tools Help

Reference Compound Sample [Mixture
=1 2002 darn koz O

EI 1 2 -dirnetkpl;

NOTE: The new Property appears below
~ 38MPlE | the Mixture in the navigation tree.

77 T (Ccp2. L2, L1, ar, .

NOTE: DOUBLE CLICKING on the data set
allows editing of all entered information.




END

Continue with other compounds,
samples, properties, reactions, etc...

or save your file and exit the program.




